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Table 1S:  Standard compounds calibrated, m/z of molecular ions [M-1]-, and 
average and standard deviation of retention times 
 








malonic acid 103 4.59 0.03 
4-oxo pentanoic acid 115 5.58 0.06 
succinic acid 117 5.17 0.06 
2-hydroxy-3-me butyric acid 117 7.86 0.04 
5-oxo hexanoic acid 129 6.54 0.06 
glutaric acid 131 5.79 0.03 
succinic acid monomethyl ester 131 6.59 0.03 
malonic acid monoethyl ester 131 7.34 n/a 
6-hydroxy caproic cid 131 7.44 n/a 
2-hydroxy caproic acid 131 12.41 0.04 
6-oxoheptanoic acid 143 8.43 0.06 
adipic acid 145 7.27 0.02 
2-oxo glutaric acid 145 4.41 0.03 
glutaric acid monomethyl ester 145 8.39 0.02 
succinic acid monoethyl ester 145 9.20 0.02 
2-hydroxy-2-me succinic acid 147 5.00 0.03 
7-oxo octanoic acid 157 11.57 0.03 
pimelic acid 159 10.12 0.01 
3-methyl adipic acid 159 9.95 n/a 
3,3-dimethyl glutaric acid 159 9.92  n/a 
2-oxo adipic acid 159 4.52 0.03 
adipic acid monomethyl ester 159 11.12 0.04 
butyl malonic acid 159 13.40 0.06 
malonic acid t-butyl ester 159 14.07 0.03 
3-hydroxy-3-me glutaric acid 161 5.15 0.06 
4-oxo pimelic acid 173 5.56 0.03 
suberic acid 173 13.75 0.07 
2-hydroxy-2-isopropyl succinic acid 175 8.33 0.07 
suberic acid monomethyl ester 187 18.61 n/a 
azelaic acid 187 17.61 n/a 









Table 2S:  Molecular structures and molecular weights of identified low-MW 



























































































































































adipic acid  
 
 


















































































































































































































4-oxo pentanoic acid 
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